Materials and Methods
All chemicals were of reagent grade and used without further purification. Deuterated solvents were obtained from Armar Chemicals (Döttingen, Switzerland) . Solvents for HPLC and UPLC were of the corresponding grade. Compounds 4 + , 6 and 7 were synthesized as described elsewhere. S1, 2 Compounds 4 + and 5 + were obtained as CF 3 COO -(TFA) salts after preparative HPLC. The dicyano derivatives 4-CN and 5-CN were obtained by addition of 1 eq. of KCN after purification of the compounds.
HPLC solvents were of an aq. soln. of CF 3 COO -(0.1%; A) and CH 3 OH (B). UPLC solvents were of an aq. soln. of HCOO -(0.1%; C) and CH 3 CN (D). Analytical HPLC analyses were performed on a Merck-Hitachi L-7000 system equipped with a diode array UV-Vis spectrometer. Macherey Nagel Nucleosil C18ec RP column (5 μm particle size, 100 Å pore size, 250 x 3 mm. Flow rate: 0.5 mL min -1 ) was used as column. UPLC-MS spectra were recorded on an Acquity Waters system equipped with a PDA detector and an autosampler using an ACQUITY UPLC BEH C18 Gravity 1.7 μm (2.1 mm × 50 mm) reverse phase column. 6, 181.5, 181.1, 180.0, 180.5, 180.0, 179.6, 178.8, 175.3, 175.2, 166.5, 166.1, 165.9, 165.8, 139.0, 134.6, 121.9, 119.9, 118.2, 115.9, 110.8, 108.1, 94.8, 86.1, 77.8, 63.6, 61.2, 59.1, 57.8, 56.0, 51.1, 51.0, 49.8, 49.3, 46.5, 45.0, 41.7, 41.6, 41.4, 37.6, 35.8, 35.4, 35.2, 34.7, 34.6, 34.4, 33.0, 32.6, 29.4, 28.4, 27.6, 27.3, 23.4, 21.5, 20.1, 19.2, 17.7, 17.4 . 
